Key indicators: single-crystal X-ray study; T = 292 K; mean (C-C) = 0.005 Å; Hatom completeness 91%; disorder in solvent or counterion; R factor = 0.056; wR factor = 0.133; data-to-parameter ratio = 12.7.
In the title compound, [Ni(C 38 H 38 N 10 )](NO 3 ) 2 Á2H 2 O, the Ni II ion is located on a crystallographic twofold rotation axis and is in a distorted octahedral coordination environment. The crystal structure is stablized by intermolecular N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds, and weak C-HÁ Á Á interactions. The O atoms of the unique nitrate ion are disordered over two sites with occupancies of 0.63 (1) and 0.37 (1). In addition, the O atom of the unique solvent water molecule is disorded over two sites with equal occupancies.
Related literature
For background information, see: Oki et al. (1996) ; Hendriks et al. (1982) ; Main (1992) ; Zhao et al. (2005) . For the structure of the free ligand of the title compound, see: Li et al. (2005) .
Experimental
Crystal data [Ni(C 38 Table 2 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids defined by atoms C7-C12 and C14-C19, respectively. 
D-HÁ
Data collection: SMART (Bruker, 2007 ); cell refinement: SAINTPlus (Bruker, 2007) = 8.47; Main, 1992) . Recently, studies of ligand CTB and its metal coordination compounds have been widely carried out (Li et al.,2005; Zhao et al., 2005) . In a continuation of this work, the title compound, (I), was prepared as part of a series of syntheses to produce new benzimidazole derivatives. We report the crystal stucture of the title compound herein.
In the molecule structure of (I), the Ni II ion is located on a crystallographic twofold rotation axis and is is coordinated by four benzimidazolyl(bzim) N atoms and two amino N atoms of the ligand CTB, in a distorted octahedral environment ( Fig.1) . The amino N atoms are slightly further away from the Ni II ion than the benzimidazolyl N atoms. The Ni-N bond lengths are similar to the values reported in a related structure (Oki et al.,1996) . As shown in Fig. 2 , the crystal structure is stablized by intermolecular N-H···O, C-H···O hydrogen bonds and weak C-H···π interactions.
Experimental
All reagents and solvents were used as obtained without further purification. The ligand CTB was prepared according to literature methods (Hendriks et al., 1982) . Compound (I) was synthesized by refluxing stoichiometric quantities (1:1 molar ratio) of CTB (0.64 g, 1 mmol) and nickel(II) dinitrate hexahydrate (0.29 g, 1 mmol) in 95% ethanol (30 ml) at 333 K for 6 h. The solution was cooled to room temperature, filtered and evaporated to obtain the product (yield 72%). Crystals of (I)
were grown from an ethanol solution by slow evaporation.
Refinement
In (I), the nitrate O atoms are disordered over two positions with the final refined occupancies of 0.63 (1):0.37 (1). Water atom O4 is also disordered over two positions with both the occupancies being set to 0.5. H atoms bonded to water molecules were not located and were not included in the refinement but are included in the molecular formula. All H atoms (except for H3A) were included in geometrical positions with C-H=0.97 Å (methylene), 0.93Å (aromatic), 0.86Å (imine) and all the U iso values were set 1.2 times of their carrier atoms. The positional parameters of atom H3A were refined.
Figures Fig. 1 . The molecular structure of (I), showing the atom-numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. The nitrate anions, water molecules and H atoms are omitted for clarity [symmetry code: (a) -x, y, -z+3/2]. [
Crystal data [Ni(C 38 Symmetry codes: (iii) x−1, y, z; (iv) −x+1/2, −y+1/2, −z+1; (v) x+1/2, y+1/2, z+1; (vi) −x−1, −y−1, −z.
supplementary materials sup-9 
